Known crystal structures of EPI and CAT
. Experimental structure of EPI Figure S2 . Experimental structure of CAT methanol solvate
Crystallization screening
The propensity of CAT to form different solvates were exploited via three different methods, yielding in most cases the same results: classic wet crystallization, mechanochemical grinding with 0.5:1, 1:1 and 2:1 stoichiometric ratios of solvents, and vapour diffusion of a solvent. All tested solvents were polar (at least partially), and included water, methanol, ethanol, isopropanol, nbutanol and acetone. In all cases the obtained phases after crystallization were examined with 13 C solid-state NMR. New solvents were obtained for methanol, ethanol, acetone and isopropanol. Their respective structures are currently under further studies. 1 3. Comparison of 10000 and 2000-structure data sets for unsolvated EPI experimental structure and for all best EPI structures. Figure S3 . Comparison for 2000-(left) and 10000-structures (right) data sets used in the CSP search for EPI experimental structure. In 2000-structures set only two space groups were tested, in 10000-structures set -four space group were tested. Clearly all the most stable structures were found in the smaller set, with energies of the C2 and P1 structures found to be well above the global minimum. Figure S4 . Comparison for 2000-(left) and 10000-structures (right) data sets used in the CSP search for EPI experimental structure. In 2000-structures set only two space groups were tested, in 10000-structures set -four space group were tested. The most stable structures were found in the smaller set, with energies of the C2 and P1 structures found to be well above the global minimum.
Procedure used for the comparison of the solvated and unsolvated structures of EPI and CAT
For the comparison of the unsolvated and differently solvated structures following equation and data were used: 
Numerical data for CAT

Naming convention for the conformers
A following convention was used for the names of conformers: a letter 'e' or 'k' stands for epicatechin and catechin, respectively, followed by a number of conformer obtained after sorting the conformers from the lowest energy to the highest at the stage of the first MMFF optimization, and finally, after an underscore a space group in which certain structure was generated is given. 
